LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG092218\

Data File : BG036905.D

Aca On 1 22 Sep 2018 23:22 Instrument :

Operator : JU/SJ BNA_G

Sample - J5019-12 ClientSampleld :

Vi _ 091918-JETT-E-D-M
isc :

ALS Vial : 6 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG092018 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.152 311 317 323 rBV 29149 45441 1.21% 0.308%
2 5.616 391 396 418 rBV 189460 367537 9.81% 2.491%
3 7.208 660 667 683 rBV 108329 265641 7.09% 1.800%
4 7.579 723 730 748 rBV 363800 724715 19.34% 4.912%
5 8.049 802 810 827 rBV 113798 231704 6.18% 1.570%
6 8.366 856 864 880 rBV 531372 1017829 27.16% 6.898%
7 9.206 1000 1007 1022 rBV 439934 914581 24.40% 6.198%
8 10.851 1279 1287 1298 rBV 164514 330922 8.83% 2.243%
9 13.295 1696 1703 1722 rBVY 1353044 2306447 61.54% 15.631%
10 14.118 1837 1843 1850 rBvV 27392 45401 1.21% 0.308%

11 14.670 1929 1937 1947 rBvV2 302093 526455 14.05% 3.568%
12 15.481 2067 2075 2087 rBV 204596 297567 7.94% 2.017%
13 16.157 2184 2190 2206 rBV 741613 1251069 33.38% 8.479%
14 17.414 2398 2404 2417 rBV 416909 711717 18.99% 4.823%
15 20.023 2842 2848 2862 rBV 2708635 3747871 100.00% 25.400%

16 21.680 3123 3130 3140 rBV2 469815 821076 21.91% 5.565%

17 23.160 3375 3382 3390 rBvV3 23524 51896 1.38% 0.352%

18 23.354 3408 3415 3423 rVB 78269 145557 3.88% 0.986%

19 23.965 3513 3519 3528 rVvB3 28422 58563 1.56% 0.397%

20 24.888 3666 3676 3692 rVB3 273922 846625 22.59% 5.738%

21 27.373 4090 4099 4106 rBvVS8 13751 46694 1.25% 0.316%
Sum of corrected areas: 14755308
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG092218\
BG0O36905.D

22 Sep 2018 23:22

Ju/sJ

J5019-12

6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BG036905.D

8.37
758 9.21

5.62

515 8.05

7.21

10.85

Time--> 3.50

L T o L L L (S

400 450 5.00 550 6.00 650 7.00 750 8.00 8.50

T T T
9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BG036905.D

13.30

16.16

17.41
14.67
15.48

14.12

20,02

21.68

Time-->

Ol
1350 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

A
LN N S e e B N B N O B N L B B N B

Abundance

2500000

2000000

1500000

1000000

500000

234%3°

TIC: BG036905.D

24.89

23.97 27.37

0

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG092218\
Data File : BG036905.D

Aca On : 22 Sep 2018 23:22

Operator : JU/SJ

Sample : J5019-12

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

5.15 3.92 ng 45441 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 Diacetamide 101 C4H7NO2 000625-77-4 9
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 317 (5.152 min): BG036905.D (-311) (-) m/z 43.10 100.00%
d.1
5000 591 ‘Jk
101.1 RS VABAR VAR SNAREE
| 83.1 | 480 5.00 5.20 5.40
o S OUP 1 ENSNESOUDGIVY | N < S EN— m/z 59.10 51.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 480 5.00 520 5.40
0,
150 a0 1010 m/z 101.10 17.04%
: 83.0
0 | M ! !
LR UL SRR SR UL LRI FULRLEL IR SO SO S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0
480 500 520 540
5000 m/z 58.10 15.05%
101.0
150 310 | %80 69,0 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4023: Diacetamide
43.0 480 5.00 5.20 5.40
m/z 41.10 10.16%
5000 59.0
73.0
101.0
o 28.0 A 86.0 |
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG092218\
Data File : BG036905.D

Aca On : 22 Sep 2018 23:22

Operator : JU/SJ

Sample : J5019-12

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown7.58 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

7.58 62.56 ng 724715 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 12
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 730 (7.579 min): BG036905.D (-723) (-) m/z 132.10 100.00%
132.1
5000 68.1 jL
40.1 %l-l ‘ 7.20 7.40 7.60 7.80 8.00
0 e T m/z 68.10 45 _.22%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0
5000 IR ISR LI UL
7.20 7.40 7.60 780 8.00
m/z 134.00 30.31%
15.0 39.0 63.0 78.0 104.0
m/z--> 20 40 60 80 100 120 Iléllol - IléOI - I18|OI o
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
7.20 7.40 7.60 7.80 8.00
5000 m/z 66.10 30.08%
51.0 70.0 ¥ 86.0 ‘ ‘
e R o S B B e B e I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 19.14%
74.0
5000 98.0 116.0
0|||||||||||||‘|‘|‘|||‘h|||“|||‘l“||‘u‘| |‘H||||:!-5|8|.0|||||]:8|9.|0|
m/z--> 20 40 100 120 140 160 180 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG092218\
Data File : BG036905.D

Aca On : 22 Sep 2018 23:22

Operator : JU/SJ

Sample : J5019-12

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Squalene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.35 3.44 ng 145557 Perylene-di12 24.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 .psi...psi.-Carotene. 7.77.8.8".... 547 C40H66 000502-62-5 83
3 Supraene 410 C30H50 007683-64-9 83
4 4.9.13.17-Tetramethvl-4.8.12.16-... 316 C22H360 056882-09-8 83
5 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 72
Abundance Scan 3414 (23.348 min): BG036905.D (-3408) (-) m/z 69.05 100.00%
69.0
5000 J\
1211 23.00 23.20 23.40 23.60
Ot ll,w.l.,1.7.5.?,.2?.1.227.3.2. B m/z 81.10  47.31%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215932: Squalene
69.0
5000 UL AU B

23. OO 23 20 23. 40 23.60
m/z 41.10 27 .28%

iﬂj (1010 2730 3410

Oty ....”,.”. R B e e RN B o
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #238944: .psi.,.psi.-Carotene, 7,7',8,8',11,11',12,12',15,...
69.0
23.00 23.20 23.40 23.60
5000 m/z 95.10 13.19%
137.0
RELIERITN .H.i, bokb 2730 3410 4090 4770 5400
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215928: Supraene
69.0 23.00 23.20 23.40 23.60
m/z 68.10 11.25%
5000
137.0
ol 27.0 |4yl 1910 273.0 341.0 410.0 N
I s B ot
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 23.00 23.20 23.40 23.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG092218\
Data File : BG036905.D

Acq On : 22 Sep 2018 23:22

Operator : JU/SJ

Sample - J5019-12

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.15 3.9 ng 45441 1 8.05 231704 20.0
unknown7 .58 7.58 62.6 ng 724715 1 8.05 231704 20.0
Squalene 23.35 3.4 ng 145557 6 24.88 846625 20.0
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